Abstract
Experimental
Allofthe non-hydrogen atoms were located from the difference Fourier maps,and then refined anisotropically [1] .The hydrogen atomswere added according to the theoretical model. The positionsofall Hatoms were determined geometrically andrefined using ar iding model with d(C-H) =0 .93-0.97 Åa nd U iso (methyl H) =1.5 U eq (C) and 1.2 U eq for other Hatoms.The structure was checked with PLATON [2] . The absolute configuration of the title crystal structure could not be determined using data collectedwithMoK a radiation(Flackparameter x =2(3)). The huge R values are presumably caused by the poor quality of thecrystal.Wehave been fortunate to obtain the single crystals from the very limited amount of material synthesized through reducing of bisabolangelone, which was isolated from the roots of Angelica polymorpha Maxim.
Discussion
The H + /K + -ATPasei st he proton pump responsible for gastric acid secretion [ 3] .B isabolangelone,asesquiterpene isolated from the roots of Angelica polymorpha Maxim with the traditional Tujia medicine name of Zijinsha [4] , displayed attractive bioactivity such as anti-feeding and insecticidal effect [5] [6] [7] . Recently,wefound bisabolangelonealso exhibited remarkable preventive and therapeutic action on gastric ulcer, and its anti-ulcer mechanism might be related to inhibition of the H + /K + -ATPase and reduction of the secretion of H + [8] .However, it was found to be moderately acutetoxic towards mice, e.g. administrated with the LD 50 of 76.60 mg/kg in our previous reports [9] .With the aim of studying the relationship between its structure and H + /K + -ATPase inhibitiona ctivity, especiallyf or decreasingi ts acute toxicity, the catalytic hydrogenationofbisabolangelone was undertaken. Therefore, the structure determination of the title compound was conducted by X-ray single-crystal analysis for the first time. Compared with the crystal structure of bisabolangelone [10] , most bond lengths in the crystal were in the normalrange of single or double bonds. The bond angles containing unsaturated bonds in ÐO1-C1-C2, ÐC2-C3-C7 and ÐC11-C9-C8 ranged from 121°to 128°. The torsion angles of C4-C5-C5-C8a nd O2-C5-C6-C1 were equal to 86.7(3)°and 157.9(3)°, respectively. Theside chain of 3-methylbutylidene in tetrahydrofuran ring disordered over two orientations with site-occupancy factors of 0.552(6) and 0.448(6), which might be caused by the temperature-dependent vibration of the atom. The 6-membered ring C1-C2-C3-C4-C5-C6 showed ad istorted chair conformation [q =4 8.3(9)°, j =1 26.3(7)°, Puckering Amplitude Q = 0.343(4)°]. Intermolecular and intramolecular O-H×××Oi nteractionslinkthe molecules into infinite chains running along the b axis, which contributes to the stability of the structure. 
